Key indicators: single-crystal X-ray study; T = 100 K; mean (C-C) = 0.003 Å; disorder in main residue; R factor = 0.065; wR factor = 0.166; data-to-parameter ratio = 20.6.
Related literature
For background to pyrazole derivatives and their microbial activity, see: Ragavan et al. (2009 Ragavan et al. ( , 2010 . For bond-length data, see: Allen et al. (1987) . For related structures, see: Loh et al. (2010 Loh et al. ( , 2010a Loh et al. ( ,b, 2011 . For hydrogen-bond motifs, see: Bernstein et al. (1995) . For the stability of the temperature controller used in the data collection, see: Cosier & Glazer (1986) . Refinement R[F 2 > 2(F 2 )] = 0.065 wR(F 2 ) = 0.166 S = 1.05 5845 reflections 284 parameters 2 restraints H atoms treated by a mixture of independent and constrained refinement Á max = 0.38 e Å À3 Á min = À0.30 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
Cg1 and Cg2 are the centroids of the C4B-C9B and C4A-C9A rings, respectively. Symmetry codes: (i) Àx þ 2; Ày; Àz þ 2; (ii) Àx þ 1; Ày; Àz þ 2; (iii) x À 1; y; z; (iv) Àx þ 1; y þ 1 2 ; Àz þ 3 2 .
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008) ; program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL and PLATON (Spek, 2009 
Comment
Antibacterial and antifungal activities of the azoles are most widely studied and some of them are in clinical practice as anti-microbial agents. However, the azole-resistant strains had led to the development of new anti-microbial compounds. In particular, pyrazole derivatives are extensively studied and used as anti-microbial agents. Pyrazole is an important class of heterocyclic compounds and many pyrazole derivatives are reported to have the broad spectrum of biological properties such as anti-inflammatory, antifungal, herbicidal, anti-tumour, cytotoxic, molecular modelling and antiviral activities. Pyrazole derivatives also act as anti-angiogenic agents, A3 adenosine receptor antagonists, neuropeptide YY5 receptor antagonists as well as kinase inhibitor for treatment of type 2 diabetes, hyperlipidemia, obesity and thrombopiotinmimetics. Recently urea derivatives of pyrazoles have been reported as potent inhibitors of p38 kinase. Since the high electronegativity of halogens (particularly chlorine and fluorine) in the aromatic part of the drug molecules play an important role in enhancing their biological activity, we are interested to have 4-fluoro or 4-chloro substitution in the aryls of 1,5-diaryl pyrazoles. As part of our on-going research aiming the synthesis of new anti-microbial compounds, we have reported the synthesis of novel pyrazole derivatives and their microbial activities (Ragavan et al., 2009 .
The title compound ( Fig. 1 ), consists of two crystallographically independent molecules, with similar geometries and exist in keto-form with the bond length of C═O being 1.286 (2) Å in molecule A and 1.283 (2) Å in molecule B. This indicates that the compound undergoes an enol-to-keto tautomerism during the crystallization process In molecule A, the pyrazole ring (N1A/N2A/C1A-C3A) is approximately planar [maximum deviation of 0.0262 (16) Å at N2A] and forms a dihedral angle of 43.28 (12)° with the attached phenyl ring (C4A-C9A). In molecule B, the pyrazole ring (N1B/N2B/C1B-C3B) is approximately planar with a maximum deviation of 0.0209 (15) Å at N1B and form a dihedral angle of 46.88 (11)° with the attached phenyl ring (C4B-C9B). The ethyl unit (C10B/C11B) in the molecule B is observed to be disordered over two positions with a site-occupancy ratio of 0.508 (5):0.492 (5). Bond lengths (Allen et al., 1987) and angles are within the normal ranges and are comparable to the related structures (Loh et al., 2010 (Loh et al., , 2011 Loh et al., 2010a,b) .
In the crystal packing ( Fig. 2) , intermolecular N2A-H2NA···O1A and N2B-H2NB···O1B hydrogen bonds (Table 1) link the neighbouring molecules to form dimers, generating R 2 2 (8) ring motifs (Bernstein et al., 1995) and are further packed into three-dimensional network by intermolecular N1B-H1NB···O1A, N1A-H1NA···O1B and C8A-H8AA···O1A hydrogen bonds ( Table 1) . The crystal structure is further stabilized by C-H···π interactions (Table 1) involving Cg1 (C4B-C9B) and Cg2 (C4A-C9A).
Experimental
The compound has been synthesized using the method available in the literature and recrystallized using the ethanol-chloroform 1:1 mixture (yield 81%, m. p. 361.3-362.1 K). supplementary materials sup-2 Refinement N-bound H atoms were located from a difference Fourier map and were refined freely [N-H = 0.97 (2) to 1.02 (2) Å]. The remaining H atoms were positioned geometrically with the bond length of C-H = 0.93 to 0.97 Å and were refined using a riding model, with U iso (H) = 1.2 or 1.5U eq (C). A rotating group model was applied to the methyl groups. The ethyl unit of molecule B was disordered over two positions with a site-occupancy of 0.508 (5):0.492 (5). Bond-distance restraints were applied for C10B-C11B and C10B-C11C. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 ) (9) 0.0087 (6) 0.0172 (7) 0.0083 (6) C1A 0.0265 (9) 0.0235 (8) 0.0255 (10) 0.0036 (7) 0.0125 (8) 0.0027 (7) C2A 0.0246 (9) 0.0250 (8) 0.0234 (10) 0.0043 (7) 0.0097 (7) 0.0020 (7) C3A 0.0234 (9) 0.0223 (8) 0.0256 (10) 0.0022 (6) 0.0097 (7) 0.0024 (7) C4A 0.0229 (9) 0.0237 (9) 0.0442 (13) 0.0030 (7) 0.0153 (9) 0.0036 (8) (6) 0.0076 (7) 0.0030 (6) N2B 0.0189 (7) 0.0276 (7) 0.0221 (8) 0.0029 (5) 0.0087 (6) 0.0017 (6) C1B 0.0321 (10) 0.0248 (9) 0.0266 (10) 0.0025 (7) 0.0049 (8) 0.0028 (7) C2B 0.0249 (9) 0.0212 (8) 0.0217 (9) 0.0026 (6) 0.0129 (7) 0.0004 (6) C3B 0.0307 (10) 0.0229 (8) 0.0213 (9) 0.0022 (7) 0.0104 (8) 0.0019 (7) C4B 0.0410 (11) 0.0255 (9) 0.0186 (9) −0.0031 (7) 0.0102 (8) 0.0008 (7) 
sup-8
Hydrogen-bond geometry (Å, °) Cg1 and Cg2 are the centroids of the C4B-C9B and C4A-C9A rings, respectively.
D-H···A D-H
H···A D···A D-H···A N1B-H1NB···O1A 1.00 (2) 1.73 (2) 2.700 (2) 161 (2) N2B-H2NB···O1B i 1.02 (2) 1.72 (2) 2.738 (2) 176 (2) N2A-H2NA···O1A ii 0.98 (3) 1.74 (3) 2.704 (2) 171 (2) N1A-H1NA···O1B iii 0.98 (3) 1.74 (3) 2.691 (2) 162 (2) C8A-H8AA···O1A iv 0.93 2.47 3.370 (3) 163 C10A-H10C···Cg1 iii 0.97 2.61 3.464 (2) 
